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Fig, 1 Comparisons of some theoretical (ab initio, MNDO, CNDO, INDO) energy
spectra for atomic cluster CsHj; with experimentally combined energy E,

for ne.pentane molecule .
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CALCULATION OF BAND GAP OF CRYSTAL
BY CLUSTER MODEL

Sun Renan

(Research Institute of Solid State Devices, Nanjing)
Wu Weixiong You Xiaozeng Dai Anbang
(Coordination Chemistry Institute, Nanjing University)

The electronic structures of the cluster MC4H;, have been calculated by
means of the CNDO, MNDO, INDO (for M-:C), and ab initio (for M=
C, B, N) methods, The band gap of crystal in the cluster model is
defined as the excited energy for the cluster system, [n general, the values
of the band gap by this definition are more in agreement with experimental
results than those obtained from the front orbital method, Also the data
of the photoelectron spectrum for the CyH,, molecule and the experimental
results about lattice distortion by N atom and EPR have been reasonably

interpreted,
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